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PRTC= ( The most importatnt parameters used for construction of BFE are listed in table S1. S2. Average fluctuations in 1 ns trajectories calculated for protonated (LH2 and DH2) models of the NHase active site. Values obtained for LH2 are indicated in black, and for DH2 form in red. The stand out and the much important residues are labeled, BFE, βArg56 and βArg141 residues are indicated by arrows, B-factor calculated from the crystal structure is indicated in green. 
S3. The hydrogen bond interactions observed during 1 ns trajectories for
D NHase model: (a) αCEA114 (Oδ) -βArg56 (NH), (b) αCSD112 (Oδ1) -βArg141 (NH), (c) αCSD112 (Oδ2) - βArg141.
